Solvent Effects on the Equilibrium between Localized and Delocalized States of Thermochromic Semibullvalenes and Barbaralanes.
The position of the equilibrium between localized and delocalized states of thermochromic semibullvalenes and barbaralanes (see the Equation) depends strongly on the solvent. Dipolar aprotic solvents, particularly N,N'-dimethylpropylene urea, favor the delocalized, bishomoaromatic state (ΔH(0) =8 kJ mol(-1) (cyclohexane), ΔH(0) <0 kJ mol(-1) (N,N'-dimethylpropylene urea)).